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1 Overall quality at a glance i ○
The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION
The reported resolution of this entry is 2.00 Å.
Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in the following graphic. The table shows the number of entries on which the scores are based.
Metric Whole archive (#Entries)
Similar resolution (#Entries, resolution range(Å)) R f ree 111664 7193 (2.00-2.00) Clashscore 122126 8267 (2.00-2.00) Ramachandran outliers 120053 8166 (2.00-2.00) Sidechain outliers 120020 8165 (2.00-2.00) RSRZ outliers 108989 7011 (2.00-2.00)
The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Mol Chain Length Quality of chain

A 206
2 Entry composition i ○ There are 2 unique types of molecules in this entry. The entry contains 1293 atoms, of which 0 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called Histidine kinase homolog. Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
Mol Chain Residues
• R998  K999  V1000  K1004  K1007  V1010  V1013  E1014  Q1015  C1016  D1017  E1021  G1029  R1033  S1038  K1041  L1042  P1043  F1044  D1045  F1048  D1057  R1063  E1064  K1067  K1070  V1074  P1077  S1082  G1083  H1084  D1085  P1086  E1089  E1090  E1093  A1097  G1098  M1099  D1100   A1101  F1102  L1103  D1104  K1105  S1106  L1107  N1108  Q1109  L1110  A1111  I1114  R1115  E1116  I1117  E1118  SER  LYS  ARG  HIS  LEU  GLU  HIS  HIS  HIS  HIS 
Estimated twinning fraction 0.019 for 1/2*h-1/2*k,-3/2*h-1/2*k,-l 0.035 for 1/2*h+1/2*k,3/2*h-1/2*k,-l Xtriage The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 16.
All (37) There are no symmetry-related clashes.
Torsion angles i ○
Protein backbone i ○
In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues.
Mol Chain Analysed Favoured Allowed Outliers Percentiles 1 A 148/206 (72%) 147 (99%) 1 (1%) 0 100 100 3MM4
There are no Ramachandran outliers to report.
Protein sidechains i ○
In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues. 5.4 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Mol
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
There are no ligands in this entry.
Other polymers i ○
There are no such residues in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry.
6 Fit of model and data i ○ 6.1 Protein, DNA and RNA chains i ○
In the following table, the column labelled '#RSRZ> 2' contains the number (and percentage) of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to all X-ray entries and entries of similar resolution. The OWAB column contains the minimum, median, 95 th percentile and maximum values of the occupancy-weighted average B-factor per residue. The column labelled 'Q< 0.9' lists the number of (and percentage) of residues with an average occupancy less than 0.9. 6.2 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Mol
Carbohydrates i ○
Ligands i ○
Other polymers i ○
